Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.031; wR factor = 0.078; data-to-parameter ratio = 16.7.
In the title compound, [Fe(C 12 H 16 O 4 )(CO) 3 ], the diene moiety of the molecule is virtually planar, with a C-C-C-C torsion angle of À1.4 (2) . The six-membered ring exhibits a boat conformation, with torsion angles of 46.2 (2) and 46.5 (3) for a double-bond and the two attached Csp 3 atoms. The Fe atom is coordinated to all four of the diene C atoms, with bond lengths between 2.041 (2) and 2.117 (2) Å . The Fe(CO) 3 tripod adopts a conformation with one CO ligand eclipsing the Csp 3 -Csp 3 single bond.
Related literature
For a short overview of CO as a signaling molecule and of COreleasing molecules (CO-RMs), see: Choi & Otterbein (2002) ; Johnson et al. (2003) ; Alberto & Motterlini (2007) ; Mann & Motterlini (2007) . For a very recent review of the biological activity of carbon monoxide gas and CO-RMs, see: Motterlini & Otterbein (2010) . For the first use of the title compound as a CO-RM, see: Romanski et al. (2011) . For a known synthesis of this molecule in racemic form, see: Bohá č et al. (1996) . For a description of the Cambridge Structural Database, see: Allen (2002) .
Experimental
Crystal data [Fe(C 12 Data collection: COLLECT (Hooft, 1998) ; cell refinement: DENZO (Otwinowski & Minor, 1997) ; data reduction: DENZO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SCHAKAL99 (Keller, 1999) ; software used to prepare material for publication: PLATON (Spek, 2009 
Comment
In recent years, CO has been recognized as an important signaling molecule (Choi & Otterbein, 2002) . As CO is a toxic gas with a low bioavailability, an alternative way for its delivery is attractive and CO-releasing molecules (CO-RMs) proofed to be suitable tools (Johnson et al., 2003; Alberto & Motterlini, 2007; Mann & Motterlini, 2007) . CO-RMs as well as CO gas have successfully been used in various biological model systems to induce a broad scope of effects (Motterlini & Otterbein, 2010) . In the context of our work we used acyloxy-diene iron carbonyl complexes as enzymatically-triggered CO-RMs (ET-CORMs) representing a new class of CO-RMs. The biological evaluation of the title compound showed that it efficiently inhibits iNOS in murine macrophage cell line RAW264.7 and is to the best of our knowledge the most potent CO-RMs ever studied in this type of assay (Romanski et al., 2011) . Originally the complex was used as a precursor for non-racemic iron carbonyl complexes by exchange of one CO ligand with a chiral phosphinite and separation of the resulting diastereomers (Boháč et al., 1996) . The C-C and Fe-C bond length of the diene fit in with the already published dienylester ironcaronyl complex (Romanski et al., 2011) and the data of the CSD database (Allen, 2002) . In comparison to non-complexed dienes the inner bond of the diene system is noticeably shorter while the C═C are significantly longer. The contraction of the C-C single bond of the diene is most distinct in the case of the diacetoxy substituted title compound.
Despite the electronic dissymmetry of the diene unit, the diene-Fe(CO) 3 substructure is virtually symmetric (Fig. 1 ).
Experimental
The title compound C 15 H 16 FeO 7 was prepared in good yield by thermal complexation of 5,5-dimethylcyclohexa-1,3-diene-1,3-diyl diacetate with Fe 2 (CO) 9 in toluene. In a dry, argon flushed 50 ml flask 1.34 mmol of 5,5-dimethylcyclohexa-1,3-diene-1,3-diyl diacetate and 4.13 mmol of Fe 2 (CO) 9 were heated in 20 ml of dry toluene to 314 K for 4.5 h (Fig. 2) . The solvent was evaporated and the crude mixture was purified by column chromatography (silica gel, ethylacetate/cyclohexane = 1:15) to give 1.10 mmol (82%) of the desired complex as a yellow oil that solidified after several weeks at 255 K. A portion of the complex was recrystallized by diffusion of a methanolic solution of the complex into water. Colourless crystals were obtained from the yellow oil.
Refinement
All Hydrogen atoms were placed in geometrically idealized positions and refined with using riding model with C-H = 0.95Å and U iso (H) = 1.2U eq (C) for CH, C-H = 0.99Å and U iso (H) = 1.2U eq (C) for CH 2 , C-H = 0.98Å and U iso (H) = 1.5U eq (C) for CH 3 . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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